LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102850.D

Acq On : 8 Feb 2018 12:36

Operator : SJ/JU

Sample - J1470-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.146 5 10 27 rvB 477137 718517 13.55% 1.520%
2 3.969 315 320 325 rVvB 62237 78181 1.47% 0.165%
3 5.116 512 515 524 rVB 159227 202652 3.82% 0.429%
4 5.504 575 581 584 rBV 4977879 5274059 99.43% 11.157%
5 6.510 747 752 765 rBV 4339454 5304469 100.00% 11.221%
6 6.651 771 776 780 rBV 4768710 5063355 95.45% 10.711%
7 6.881 812 815 819 rBV 1612221 1323076 24.94% 2.799%
8 7.039 838 842 845 rVvB 4093896 3660359 69.01% 7.743%
9 7.445 906 911 914 rBV 3454428 3473399 65.48% 7.348%
10 8.163 1029 1033 1037 rBV 2018677 1717341 32.38% 3.633%

11 9.239 1211 1216 1219 rBV 4650122 4385435 82.67% 9.277%
12 9.316 1226 1229 1231 rVB 124429 103447 1.95% 0.219%
13 9.628 1279 1282 1286 rBV 434297 421359 7.94% 0.891%
14 9.845 1311 1319 1321 rBV 322677 299899 5.65% 0.634%
15 9.922 1328 1332 1336 rBV2 1923673 1696391 31.98% 3.589%

16 10.075 1354 1358 1361 rBV2 38165 55695 1.05% 0.118%
17 10.163 1370 1373 1377 rBv4 56006 66114 1.25% 0.140%
18 10.345 1401 1404 1407 rVB 332970 257235 4._.85% 0.544%
19 10.563 1436 1441 1444 rBV 90803 126876 2.39% 0.268%
20 10.710 1462 1466 1476 rVB 2617923 2615976 49.32% 5.534%

21 10.816 1480 1484 1493 rVB 588463 608502 11.47% 1.287%
22 11.057 1523 1525 1530 rVB5 50991 65424 1.23% 0.138%
23 11.263 1557 1560 1563 rBV 143438 135665 2.56% 0.287%
24 11.410 1581 1585 1588 rBV 1570870 1454358 27.42% 3.077%
25 11.927 1669 1673 1686 rVvVv 743832 789808 14.89% 1.671%

26 12.486 1766 1768 1772 rBvV4 50578 58743 1.11% 0.124%
27 12.621 1788 1791 1795 rBV 147000 147917 2.79% 0.313%
28 12.710 1803 1806 1811 rBV3 176288 229607 4_.33% 0.486%
29 12.851 1827 1830 1833 rBV 203233 195091 3.68% 0.413%
30 12.992 1850 1854 1857 rBV 2882016 2700698 50.91% 5.713%

31 13.433 1927 1929 1931 rBV2 105587 85996 1.62% 0.182%
32 13.463 1931 1934 1938 rVV 1381662 1265756 23.86% 2.678%
33 13.880 2002 2005 2009 rBV 860912 842121 15.88% 1.781%
34 14.051 2030 2034 2037 rBV 967229 890681 16.79% 1.884%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102850.D

Acq On : 8 Feb 2018 12:36

Operator : SJ/JU

Sample - J1470-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.545 2284 2288 2296 rVB 617364 958420 18.07% 2.027%

Sum of corrected areas: 47272622
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF020818\
BF102850.D
8 Feb 2018 12:36

SJ3/J

U

J1470-01

7

Sample Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102850.D

Acq On : 8 Feb 2018 12:36

Operator : SJ/JU

Sample - J1470-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

2.15 10.86 ng 718517 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 11 (2.152 min): BF102850.D (-5) (-) m/z 72.95 100.00%
7B
5000 43
75 87
2.20 2.30 2.40 2.50 2.60
O SBLLL 80 L o7 L L85 hsZ 43.00  41.31%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 29.19%
0 ‘%9 3 ||| 50 ‘ 67 ||, 80
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
73
41 55 87 2.20 2.30 2.40 2.50 2.60
5000 m/z 86.95 23.68%
29
15 67 97
e S S L S S L S SIS S UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- AR e R aas mas s
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 14.74%
5000 43
58
29 8(
0 --|----|--i‘-‘|‘----|ll--|----|----|-¥--|----|----|--- T T T[T T
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102850.D

Acq On : 8 Feb 2018 12:36

Operator : SJ/JU

Sample - J1470-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.

5.12 3.06 ng 202652 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 516 (5.122 min): BF102850.D (-512) (-) m/z 43.00 100.00%
a3
59
5000
as 480 500 520 540
o...,....,....,....','::..??.!I,....,....,?.3..,...:,|....,....,....,....,...., m/z 59.00 58.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R I R UL IR
59 480 500 520 540
m/z 101.00 19.71%
31 83 g3 101
O P T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 57.95 15.82%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R REnE R EEE
43 4.80 5.00 5.20 5.40
m/z 41.00 7.20%
5000 101
28 59
15 ‘ ‘ 70 84
0'“l““l“mw“'WJ'E%MH'“w”“w“kw'“'ﬁ“'v'“v'“l““l“'w AR SRS LR LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102850.D

Acq On : 8 Feb 2018 12:36

Operator : SJ/JU

Sample - J1470-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.65 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.65 76.54 ng 5063360 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 776 (6.651 min): BF102850.D (-771) (-) m/z 132.00 100.00%
5000 68
‘ 75 6 640 6.60 6.80 7.00
104 : . . .
0 ..,....,....,...-.l'!.‘.‘?,!!..61' -.| B/ M - N m/z 68.00 42.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR IS L R
6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.16%
1 33 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.0 7.00
5000 m/z 66.00 29.40%
33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e e
132 6.40 6.60 6.80 7.00
m/z 69.00 16.32%
5000
104
515 0 77
oL 14 27 37449 58 | ' 89 97 | 115
R a R e R AR A B i L e R R B ERmma e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102850.D

Acq On : 8 Feb 2018 12:36

Operator : SJ/JU

Sample - J1470-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Tetradecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

9.85 3.54 ng 299899 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 59

Abundance Scan 1320 (9.851 min): BF102850.D (-1311) (-) m/z 57.00 100.00%

57
43 71
5000

960 9.80 10.00 10.20
(o} m/z 43.00 67.07%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71

5000 85 e e e e e
9.60 9.80 1000 1020

29 m/z 71.00 61.66%

oL 15 J b g %9 113 127 141 155 169 198
L I B e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

43 ¥

9.60 9.80 10.00 10.20

99 113 177 141 155 172

5000 7 m/z 85.00 38.61%
85
29
o 99 113 127 141 155 169 183 197 226
L e B T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48894: Decane, 2,3,5-trimethyl- N B
57 9.60 9.80 10.00 10.20

m/z 41.00 33.97%

43
7
5000 85
141
99
\\ | 113 | 169

T T s o+ 2 IS .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10. OO 10 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102850.D

Acq On : 8 Feb 2018 12:36

Operator : SJ/JU

Sample - J1470-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.35 3.03 ng 257235 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 83
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 78
Abundance Scan 1405 (10.351 min): BF102850.D (-1401) (-) m/z 57.00 100.00%
57
5000 43 71 g5
9 10.00 10.20 10.40 10.60
113 141
o 7 MP126 WL154 169 102 TR0 51.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43
5000 n AUV ARER IR
g5 10.00 10.20 10.40 10.60
29 m/z 71.00 41.70%
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 107 226
m/z--> 20 Jo éo 8b 100 150 140 160 180 200 220
Abundance
57
43 NSNS BN BN
71 10.00 10.20 10.40 10.60
5000 g5 m/z 85.00 38.03%
29 9
oL 15 113 127 141 155 169 183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane R AL R R RS
43 97 10.00 10.20 10.40 10.60
m/z 41.00 27 .25%
71
5000
85
29
das [ L] e
m/z--> 20 40 60 8 100 120 140 160 180 200 220 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102850.D

Acq On : 8 Feb 2018 12:36

Operator : SJ/JU

Sample - J1470-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Benzenesulfonamide, N,4-dim... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.82 8.37 ng 608502 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide, N,4-dimethyl- 185 C8H11NO02S 000640-61-9 78
2 Cyclohepta-2,4,6-trienesulfonic ... 185 C8H11NO2S 1000187-28-7 64
3 Benzenesulfonic acid, 4-methyl-,._.. 186 C8H1003S 000080-48-8 38
4 Benzeneacetaldehyde 120 C8H80 000122-78-1 38
5 4-Toluenesulfonylmethyl isocyanide 195 C9HINO2S 036635-61-7 35
Abundance Scan 1485 (10.822 min): BF102850.D (-1480) (-) m/z 57.00 100.00%
5 o
43 71
5000
121 155 185 maedhidhd aesls el s A
10.60 10.80 11.00 11.20
108 139
o 8 169 m/z 91.00 96.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49673: Benzenesulfonamide, N,4-dimethyl-
9
5000 185 1060 10.80 11.00 11.20
30 65 155 m/z 43.00 70.15%
o8 | as | 77 | 1081 g5 ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
91
10,60 10.80 11.00 11.20
5000 185 m/z 71.00 64.17%
155
65
30
o 41 51 77 108 12 139
mz-> 20 40 60 80 100 120 140 160 180
Abundance #50635: Benzenesulfonic acid, 4-methyl-, methyl ester T T T
o 10.60 10.80 11.00 11.20
m/z 85.00 38.85%
5000 155 186
o 107
39
N S I I e |
m/z--> 20 40 60 80 100 120 140 160 180 ' 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102850.D

Acq On : 8 Feb 2018 12:36

Operator : SJ/JU

Sample - J1470-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.93 10.86 ng 789808 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1673 (11.927 min): BF102850.D (-1669) (-) m/z 43.00 100.00%
48 6 73
5000
129
97 BB EEEEE RN SRR
I Ti{ L5 | 4315717118599 213 0 556 11.60 11.80 12,00 12.20
bl m/z 60.00 99.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 LN BULRULE UL BN SULBLS
nmnmnmnm
m/z 72.95 99.14%
1Ji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
- 11,60 11.80 12.00 12.20
5000 m/z 57.00 87.94Y%
o 129 242
199
SR L -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 r“-M~\Aﬂwk,uJL»_MAﬂmnuydﬁﬂn
Abundance #84452: Tetradecanoic acid L e
60 73 11.60 11.80 12.00 12.20
43 m/z 41.00 75.31%
5000 129
29
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102850.D

Acq On : 8 Feb 2018 12:36

Operator : SJ/JU

Sample - J1470-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.71 3.16 ng 229607 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
Abundance Scan 1806 (12.710 min): BF102850.D (-1803) (-) m/z 43.00 100.00%
73
57
97 129 S
Mﬂ 111 143157171185 211226241 64 284 12.40 12.60 12.80 13.00
0 m/z 73.00 82 .35%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 USRS BN SR
12.40 12.60 12.80 13.00
m/z 60.00 76 .35%
143157171
0‘
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 IR BN SRR
57 12.40 12.60 12.80 13.00
5000 m/z 57.00 74 .59%
129
29 185 228

87
100115 143157171 199,,4

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid A e  EEERE T
43 12.40 12.60 12.80 13.00
5 m/z 55.00 69.31%
5000 29
21
R o RAR R RREE e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102850.D

Acq On : 8 Feb 2018 12:36

Operator : SJ/JU

Sample - J1470-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.88 18.91 ng 842121 Chrysene-di2 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
2 Cyclotetracosane 336 C24H48 000297-03-0 95
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 94
4 1-Docosene 308 C22H44 001599-67-3 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 2005 (13.880 min): BF102850.D (-2002) (-) m/z 57.00 100.00%
5000
111
SR AR SN S B
139 13.60 13.80 14.00 14.20
o3 | LI 166188211 234258 282 s19344 0 o Us500  91.23%
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 R S S I I
13.60 13.80 14.00 14.20
29 111 m/z 43.00 89.25%
AN || | 1139 167 106 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance
43 a3
13.60 13.80 14.00 14.20
5000 m/z 83.00 82.12%
111
0 63 139 167 196 224 250 279 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester L IMLLELE e e
57 13.60 13.80 14.00 14.20
97 m/z 69.00 72 .04%
5000
29 125
0 x‘ o i ‘ \}‘ Il 1.54 182 210 238 283 384
m/z--> 50 100 150 2(')0 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102850.D

Acq On : 8 Feb 2018 12:36

Operator : SJ/JU

Sample - J1470-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.15 10.9 ng 718517 1 6.88 1323080 20.0
2-Pentanone, 4-hy... 5.12 3.1 ng 202652 1 6.88 1323080 20.0
unknown6 .65 6.65 76.5 ng 5063360 1 6.88 1323080 20.0
Tetradecane 9.85 3.5 ng 299899 3 9.92 1696390 20.0
Hexadecane 10.35 3.0 ng 257235 3 9.92 1696390 20.0
Benzenesulfonamid... 10.82 8.4 ng 608502 4 11.41 1454360 20.0
n-Hexadecanoic acid 11.93 10.9 ng 789808 4 11.41 1454360 20.0
Octadecanoic acid 12.71 3.2 ng 229607 4 11.41 1454360 20.0
5-Eicosene, (E)- 13.88 18.9 ng 842121 5 14.05 890681 20.0
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